Structure description
Omeprazoles (Fig. 1 ) are a class of Proton Pump Inhibitors (PPIs) that inhibit the pump by irreversibly binding to cysteines in the pump. The irreversibility of the covalent bond results in inhibition of acid secretion until more enzymes are synthesized, viz. inhibition of enzymes H+, K+ ATPase (Hydrogen-Potassium Adenosine Triphosphates) at the secretory surface of the gastric parietal cells. This effect leads to inhibition of both basal and stimulated acid secretion, irrespective of the stimulus, for more than 24 h (Sachs et al., 1976; Dibona et al., 1979; Fellenius et al., 1981) .
In the title compound (Fig. 2) , the benzimidazole moiety (N1/N2/C1-C6/C8) is planar (r.m.s. deviation = 0.008 Å ) and it is inclined to the substituted pyridine ring (N1/C10-C14) by 21.21 (18) .
In the crystal, neighbouring molecules are linked by C-HÁ Á ÁO hydrogen bonds, forming chains along the a-axis direction (Table 1 and Figs. 3 and 4) . Within the chains, there are offsetinteractions present involving neighbouring benzimidazole rings data reports [Cg1Á Á ÁCg3(x À 1, y, z) = 3.880 (2) Å ; Cg1 and Cg3 are the centroids of rings N1/N2/C1/C6/C8 and C1-C6, interplanar distance = 3.620 (1) Å , slippage = 1.408 Å ]. There are no other significant intermolecular interactions present.
Synthesis and crystallization
To a solution of 5-methoxy-2-[(4-methoxy-3,5-dimethylpyridin-2-yl)methylsulfinyl]-1H-benzimidazole (0.5 g, 1.45 mmol) in N,N-dimethylformamide (15 ml) was added potassium The molecular structure of the title compound, showing the atom labelling and 25% probability displacement ellipsoids. Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x þ 1; y; z.
Figure 3
A partial view along the c axis of the crystal packing of the title compound, with the C-HÁ Á ÁO hydrogen bonds (Table 1) shown as dashed lines. Computer programs: APEX3 and SAINT (Bruker, 2016) , SHELXT (Sheldrick, 2015a), SHELXL2014 (Sheldrick, 2015b) , DIAMOND (Brandenburg & Putz, 2012) , Mercury (Macrae et al., 2008) and SHELXTL (Sheldrick, 2008) .
Figure 4
A view along the a axis of the crystal packing of the title compound, with the C-HÁ Á ÁO hydrogen bonds (Table 1) shown as dashed lines.
Figure 1
The structure of omeprazole. 3 of 3 carbonate (0.2 g, 1.21 mmol), propargyl bromide (0.1 ml, 1.21 mmol) and a catalytic amount of tetra-n-butylammonium bromide. The reaction mixture was stirred for 12 h. The solution was then concentrated to dryness under reduced pressure and the residue extracted with dichloromethane. The precipitate formed by cooling was filtered and crystallized from ethanol to give colourless rod-like crystals of the title compound (yield 76%).
Refinement
Crystal and refinement data are presented in Table 2 . Trial refinements with both single-and two-component data files indicated the former to provide a better refinement.
data-1
IUCrData ( 
5-Methoxy-2-{[(4-methoxy-3,5-dimethylpyridin-2-yl)methyl)]sulfinyl}-1-(prop-2-yn-1-yl)-1H-benzimidazole
Crystal data Special details Experimental. The diffraction data were collected in three sets of 363 frames (0.5° width in ω) at φ = 0, 120 and 240°. A scan time of 70 sec/frame was used. Analysis of 1608 reflections having I/σ(I) > 12 and chosen from the full data set with CELL_NOW (Sheldrick, 2008) showed the crystal to belong to the monoclinic system and to consist of two components, the minor one likely a parasite on the main crystal. The raw data were processed using the multi-component version of SAINT under control of the two-component orientation file generated by CELL_NOW. Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. Hatoms attached to carbon were placed in calculated positions (C-H = 0.95 -1.00 Å). All were included as riding contributions with isotropic displacement parameters 1.2 -1.5 times those of the attached atoms. Trial refinements with both single-and two-component data files indicated the former to provide a better refinement.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.28987 (19) 0.62771 (3) 0.18681 (7) 0.0520 (3) O1 1.0846 (7) 0.41553 (9) 0.1427 (2) 0.0689 (8) O2 0.2040 (6) 0.64395 (9) 0.2825 (2) 0.0639 (7) Geometric parameters (Å, º) S1-O2 1.478 (3) C7-H7C 0.9600 S1-C8 1.785 (3) C9-C10 1.513 (5) S1-C9 1.813 (4) C9-H9A 0.9700 O1-C4 1.374 (4) C9-H9B 0.9700 O1-C7 1.423 (5) C10-C14 1.365 (6) 
